The crystal structure of terbium(III) scandate(III), with ideal formula TbScO 3 , has been reported previously on the basis of powder diffraction data [Liferovich & Mitchell (2004) . J. Solid State Chem. 177, 2188-2197]. The current data were obtained from single crystals grown by the Czochralski method and show an improvement in the precision of the geometric parameters. Moreover, inductively coupled plasma optical emission spectrometry studies resulted in a nonstoichiometric composition of the title compound. Site-occupancy refinements based on diffraction data support the idea of a Tb deficiency on the A site (inducing O defects on the O2 position). The crystallochemical formula of the investigated sample thus may be written as A (& 0.04 Tb 0.96 ) B ScO 2.94 . In the title compound, Tb occupies the eightfold-coordinated sites (site symmetry m) and Sc the centres of corner-sharing [ScO 6 ] octahedra (site symmetry 1). The mean bond lengths and site distortions fit well into the data of the remaining lanthanoid scandates in the series from DyScO 3 to NdScO 3 . A linear structural evolution with the size of the lanthanoid from DyScO 3 to NdScO 3 can be predicted.
Related literature
Rietvelt refinements on powders of LnScO 3 with Ln = La 3+ -Ho 3+ were reported by Liferovich & Mitchell (2004) . The crystal structures of the Dy, Gd, Sm and Nd members, refined from single-crystal diffraction data, have been recently provided by Veličkov et al. (2007) . Geometrical parameters have been calculated by means of atomic coordinates following the concept of Zhao et al. (1993) . A more detailed description of the growth procedure of the Ln scandates is given by Uecker et al. (2006) and SrTiO 3 films (Choi et al., 2004; Haeni et al., 2004) . to NdScO 3 in dependence on the Ln-substitution. Consequently, an anomalous behaviour of TbScO 3 in Ln-scandate series could not be confirmed.
Experimental
TbScO 3 was grown as a bulk crystal (Ø = 20 mm) from a melt by conventional Czochralski technique with an automatic diameter control. The starting materials Tb 4 O 7 and Sc 2 O 3 (Alfa Aesar) with 99.99% purity were dried, mixed in a stoichiometric ratio, sintered and pressed to pellets easing the melting procedure. An iridium crucible (40 x 40 mm) was used as melt container combined with an iridium afterheater both RF-heated with a 25 kW mf generator. The crystal was withdrawn with a pulling rate of 1 mm/h under flowing nitrogen atmosphere. The grown crystal was colourless, so that a valence state of Tb 3+ can be assumed. A part of the single-crystal material was crushed and irregular fragments were screened using a polarizing light microscope to find a sample of good optical quality for diffraction experiments. The highest peak and deepest hole are located 0.59 and 1.42 Å from Tb1. Site occupation refinements indicated deviations from full occupancy on the Tb1 and the O2 sites. For the final refinement cycle a constraint ensuring charge neutrality was included. In contrast to the previous powder refinement, performed with the setting Pbnm of space group no. 62, the standard setting in Pnma was used for the present redetermination.
Figures Fig. 1 . The orthorhombic perovskite structure of TbScO 3 characterized by a tilted corner sharing ScO 6 framework and the 8-fold coordinated Tb sites. The ScO 6 octahedra are brownish and translucent, the Tb atoms are grey and the O atoms are red. Fig. 2 . Projection of the TbScO 3 structure along [010] , showing the Tb atoms and the Sc coordination with displacement ellipsoids at the 80% probability level.
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Crystal data Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å

